Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.004 Å; R factor = 0.044; wR factor = 0.138; data-to-parameter ratio = 18.0.
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With reference to the pyrimidine ring (r.m.s. deviation = 0.011 Å) in the title compound, Fig. 1 , the S1-and S2-bound benzene rings form dihedral angles of 85.31 (9) and 67.92 (11)°, respectively, which indicate an orthogonal and a splayed orientation, respectively; the dihedral angle between the benzene rings is 48.18 (12)°. The pentyl group lies to one side of the pyrimidine ring with the N2-C3-C20-C21 torsion angle being -85.7 (2)°. The remaining chain has an extended all-trans conformation [the C20-C21-C22-C23 and C21-C22-C23-C24 torsion angles are -173.8 (2) and 179.6
(2)°, respectively].
No specific intermolecular interactions are evident in the crystal structure. Globally, molecules lie in layers in the ab plane which stack along the c axis, Fig. 2 .
Experimental
To a solution of 2-(benzylsulfanyl)-4-chloro-6-(n-pentyl)pyrimidine-5-carbonitrile (665 mg, 2 mmol) in dry pyridine (3 ml), 4-thiocresol (248 mg, 2 mmol) was added and the mixture was heated under reflux for 6 h. On cooling, the solvent was then distilled off in vacuo and water (5 ml) was added to the residue. The separated precipitate was collected by filtration, washed with cold water, dried and recrystallized from ethanol to yield 747 mg (89%) of the title compound as colourless crystals. M.p.: 384-386 K. Single crystals suitable for X-ray analysis were obtained by slow evaporation of a solution of the title compound in CHCl 3 :EtOH (1:1, 5 ml) at room temperature. 1 H NMR (DMSO-d 6 , 500.13 MHz): δ 0.85 (t, 3H, CH 3 , J = 7.0 Hz), 1.26-1.34 (m, 4H, CH 2 CH 2 CH 3 ), 1.64-1.69 (m, 2H, CH 2 CH 2 CH 2 CH 3 ), 2.27 (s, 3H, Ar-CH 3 ), 2.76 (t, 2H, CH 2 CH 2 CH 2 CH 2 CH 3 , J = 7.0 Hz), 4.02 (s, 2H, CH 2 S), 6.98-6.99 (m, 2H, Ar-H), 7.21-7.23 (m, 3H, Ar-H), 7.28 (d, 2H, Ar-H, J = 8.0 Hz), 7.51 (d, 2H, Ar-H, J = 8.0 Hz). 13 122.19, 127.56, 128.74, 129.01, 130.67, 136.20, 137.58, 172.81, 173.15, 173 .37 (C-2, C-4 & C-6).
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.93 to 0.97 Å, U iso (H) = 1.2-1.5U eq (C)] and were included in the refinement in the riding model approximation. 
Computing details
Data collection: CrysAlis PRO (Agilent, 2012) ; cell refinement: CrysAlis PRO (Agilent, 2012) ; data reduction: CrysAlis PRO (Agilent, 2012) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010).
Figure 1
The molecular structure of the title compound showing the atom-labelling scheme and displacement ellipsoids at the 35% probability level.
Figure 2
A view in projection down the a axis of the unit-cell contents for the title compound. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.78263 (6) 0.31009 (7) 0.67270 (2) 0.0889 (2) (2) 0.0093 (2) 0.0008 (2) N1 0.0611 (7) 0.0595 (7) 0.0790 (9) 0.0001 (6) 0.0086 (6) 0.0046 (7) N2 0.0701 (8) 0.0691 (9) 0.0894 (11) 0.0054 (7) 0.0059 (7) 0.0147 (8) 
